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Prototype Bi2O5Te

AFLOW prototype label A2B5C oC64 39 2cd ac4d d-001

Mineral name smirnite

ICSD 36446

CCDC 1608173

Pearson symbol oC64

Space group number 39

Space group symbol Aem2
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AFLOW prototype command aflow --proto=A2B5C_oC64_39_2cd_ac4d_d-001

--params=a, b/a, c/a, z1, x2, z2, x3, z3, x4, z4, x5, y5, z5, x6, y6, z6, x7, y7, z7, x8, y8, z8,
x9, y9, z9, x10, y10, z10

• Space group Amb2 #39 allows an arbitrary placement of the origin of the z-axis. Here z10 = 0 for the tellurium (8d) site.
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4b ŷ + cz2 ẑ (4c) Bi I

B4 = −x2 a1 −
(
z2 − 3

4

)
a2 +(

z2 +
3
4

)
a3

= −ax2 x̂+ 3
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4b ŷ + cz3 ẑ (4c) Bi II

B7 = x4 a1−
(
z4 − 1

4

)
a2+

(
z4 +

1
4

)
a3 = ax4 x̂+ 1

4b ŷ + cz4 ẑ (4c) O II

B8 = −x4 a1 −
(
z4 − 3

4

)
a2 +(

z4 +
3
4

)
a3

= −ax4 x̂+ 3
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ŷ + cz6 ẑ (8d) O III

B16 = −x6 a1 +
(
y6 − z6 +

1
2

)
a2 +(

y6 + z6 +
1
2

)
a3

= −ax6 x̂+ b
(
y6 +

1
2

)
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